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Amendments to the Claims: 

This listing of claims will replace all prior versions, and listings, of claims in the application: 
Listing of Claims: 

1 . (Currently amended) A method of drug discovery and development 

comprising: 

providing a full-rank database of interactions between a plurality of molecular 
targets and a plurality of compounds, wherein the database comprises a set of descriptors that 
describe structural features of the molecular targets and the compounds: 

selecting using on e or mor e databas e s comprising ch e mical and biological 
int e raction data and on e or mor e comput e r bas e d data analysis programs to id e ntify compounds 
that hav e d e sir e d activity at two or more molecular targets that are associated with a disease state 
for which the drug discovery and development are directed; 

analyzing the database to identify a set of compound descriptors associated with a 
set of desired interactions with the two or more molecular targets: 

selecting a plurality of candidate compounds as potential drugs to treat the disease 

state: 

representing each of the candidate compounds in terms of the descriptors: and 
identifying the candidate compounds with the set of compound descriptors 
associated with the set of desired interactions . 

2. (Currently amended) The method of claim 1, wherein the drug discov e ry and 
d e v e lopm e nt ar e dir e ct e d to id e ntifying additional applications and us e s o fp luralitv of candidate 
compounds comprise known compounds. 

3. (Currently amended) The method of claim 1, wherein the drug discov e ry and 
d e v e lopm e nt ar e dir e ct e d to id e ntifying multipl e targ e ts r e l e vant to th e treatm e nt of a specific 
dis e as e stat e analyzing step comprises reverse partitioning . 
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4. (Currently amended) The method of claim 1, wherein the drug discovery and 
development arc dir e cted to in silico identification of compounds that dioplay pattorno of activity 
at two or mor e mol e cular targ e ts that are associat e d with a dis e ase stato descriptors comprise 2-D 
bond length descriptors . 

5. (Currently amended) A method of drug discovery and development 

comprisingi 

providing a full-rank database of interactions between a plurality of molecular 
targets and a plurality of compounds, wherein the database comprises a set of descriptors that 
describe structural features of the molecular targets and the compounds: 

analyzing the database to identify a set of compound descriptors associated with 
both using on e or more databas es comprising ch e mical and biological interaction data and one or 
mor e comput e r bas e d data analysis programs to id e ntify compounds that ( a) have-adesired 
activity at one or more molecular targets that are associated with a disease state for which the 
drug discovery and development are directed and (b) do not hav e an undesired activity or hav e 
sub s tantially r e duc e d activity that i s und e sir e d at one or more molecular targets that are 
associated with possible side undesired therapeutic effects; toxicity; advors e absorption, 
distribution, m e tabolism, or e limination (ADME) prop e rti e s; or oth e r prop e rti e s not intended to 
b e manif e st e d by compounds b e ing d e v e lop e d to tr e at th e dis e as e stat e associat e d with th e drug 

representing a drug candidate in terms of the descriptors: and 

determining whether the compound contains the set of compound descriptors . 

6. (Currently amended) The method of claim 5, wherein the drug discov e ry and 
d e v e lopm e nt ar e dir e ct e d to id e ntifying additional applications and us e s o f candidate is a known 
compounds. 

7. (Currently amended) The method of claim 5, wherein the drug discov e ry and 
d e v e lopm e nt ar e dir e ct e d to identifvin g there are multiple targets r e l e vant to th e tr e atmont of 
aassociated with the specific disease state. 
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8. The method of claim 5, wherein the drug discov e ry and d e v e lopment efforts are 
dir e ct e d to in silico id e ntification of compounds that display patt e rns of activity and inactivity at 
two or mor e mol e cular targ e ts that ar e associat e d with a dis e as e state undesired therapeutic effect 
is a side effect . 

9 - 37. (Canceled) 

38. (New) The method of claim 5, wherein the undesired therapeutic effect is 

toxicity. 

39. (New) The method of claim 5, wherein the undesired therapeutic effect is 
related to adsorption, distribution, metabolism, or elimination. 

40. (New) The method of claim 5, wherein the descriptors comprise 2-D bond 
length descriptors. 

41. (New) The method of claim 5, wherein the analyzing step comprises reverse 

parititioning. 
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